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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 3231 92.1%
Residues in additional allowed regions [a,b,l,p] 256 7.3%
Residues in generously allowed regions [~a,~b,~l,~p] 14 0.4%
Residues in disallowed regions 6 0.2%
Number of non-glycine and non-proline residues 3507 100.0%
Number of end-residues (excl. Gly and Pro) 49
Number of glycine residues (shown as triangles) 266
Number of proline residues 208
Total number of residues 4030

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms

and R-factor no greater than 20%, a good quality model would be expected

to have over 90% in the most favoured regions.
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

new-entry_02.ps



PROCHECK

180

90 1

-90 1

Tyr (162)

new-entry

Val (272)

0 90

Page 3

Ramachandran plots for all residue types

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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new-entry

Chi1-Chi2 plots
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Chi1-Chi2 plots
new-entry
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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new-entry

Main-chain parameters

Oa. Ramachandran plot quality assessment
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2153). Peptide bond planarity - omega angle sd
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d. Alpha carbon tetrahedral distortion

; 8 Measure of bad non-bonded interactions

|
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Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. %-tage residues in A, B, L 3507 92.1 83.8 10.0 0.8 Inside
b. Omega angle st dev 3985 1.2 6.0 3.0 -1.6  BETTER
c. Bad contacts / 100 residues 19 0.5 42 10.0 -0.4  Inside
d. Zeta angle st dev 3751 1.1 3.1 1.6 -1.3 BETTER
e. H-bond energy st dev 2682 0.7 0.8 0.2 -0.7  Inside
f. Overall G-factor 4030 0.4 -0.4 0.3 2.5 BETTER
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Side-chain parameters
new-entry

a. Chi-1 gauche minus
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b. Chi-1 trans
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d. Chi-1 pooled standard deviation
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new-entry

Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 475 10.8 18.1 6.5 -1.1  BETTER
b. Chi-1 trans st dev 1047 12.0 19.0 5.3 -1.3 BETTER
c. Chi-1 gauche plus st dev 1642 11.3 17.5 4.9 -1.3  BETTER
d. Chi-1 pooled st dev 3164 11.6 18.2 4.8 -1.4  BETTER
e. Chi-2 trans st dev 1050 12.4 204 5.0 -1.6  BETTER
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1

40
20

Chi-1 abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

S = s /R N\, — S o e

Key:- <™ Helix |:> Beta strand = Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAIAAAAAAA AAATIA AAABIA AAAAAANTARIAAAAAAA

T T T T T T T T T T T T T T T T T T
TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYSTREHTAYY IK

f. Max. deviation (see listing)

Phi-psi [NEE|
Chil-chi2 H:H H‘fij

Chil only

Chi3 & chi4
Omega

Dihedrals

[EEEEEEEEEEE NN NN NN RN
MCbonds [T T T T T T T T T T
MCangles [T A T

[EEEEEEEEEEE NN NN NN NN NN
[EEEENEEEEEE NN NN NN RN

Mainchain

Overall
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

= N\N\N\N\——

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAAAANAAAAANAANATAAAAAAAAAANAAAANAAAAAAAAAAAAAAAAAAANAATIA . AANAANAAA  AAAAAAATIAAAAAAAAAAAARIANAAANAAAAAN
ALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVENYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAA

f. Max. deviation (see listing)
45

g. G-factors

Phi-psi

Chil-chi2 n n H
Chil only

Chi3 & chi4
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[TTTTT
MCbonds [TTTTT
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
£
205 210 215 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
=
© 205 210 215 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
205 210 215 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN s Ema mm—m e\ N\ =il A2
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
_ BEAAARARIA
GGLEI‘-[RQLL[‘)LAQKILIFSGLS‘G T DEDAVP+LS PC]‘(FTGSélCHRl‘EDGLPILAHVAiAVEGl"GWAHl"DNVAILQVAN/‘%I lGH&DCTYéGGAHILSSPL/—L\SI
f. Max. deviation (see listing)
g. G-factors
Phi-psi (T
Grae TR @ : kT
Chi3 & chi4 [] I [T
Omega [T [T [T
Dihedrals  [TTTTTTTTTTIIITTITTTTT) O T T T T T I T T T T T T T I T T T T T T T T
MC angles - IEHFHHHHA B FE A A A A A A A A
Mainchain  [TTTTTTTTTTIIITTTTTTT) O T T T T T T T T T T T T T T T T T T T T T T T T
Overall [T O COCCE I L L T L T T T LTI LI
205 210 215 220 230 235 240 245 250 255 260 265 270 275 280 285 290 295
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

298 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

298 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

298 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAABAAAAAAAA  AAAAAAAAAANTIA
7 T T 7 T T T T T T T T 7 T T T T T 7 T
AATNKLCQSFQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWES

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 .# | n
Chil onl;

Chi3 & chi4

Omega
Dihedrals

LIITTTTTT
e FEFFEEFD
LIITTTTTT
LITTTTTTT

MC angles
Mainchain

Overall
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
S |
398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
=
© 398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN N — e
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
_AA i A AAAAAABANIAAAAAA AAATIEL A
RIAEVDARVVREVCSKYFYDQCPAVAGFGP I EQLPDYNR I RSGMFW EVPP HPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRY
f. Max. deviation (see listing)
g. G-factors
Phi-psi E I H
e = : 3
(e : - :
Dihedrals [T T T T T T T T T T T T T T T T T T T I T T T T T AT T T T T T T I I T
MC angles - EHHHH A HH A
Mainchain [T T T T T T T T T T T T T I T T T O T T I T T T T T T T T
Overall LTI I I T T T T T T I T I T T I T I TIITTTITT I D]jj\‘\CH\\‘\HH‘\H\\‘H\H‘HHHHH‘HHHH
398 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55

¢ = cis-peptide
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

58 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

58 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

58 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

B A A e e AR ANANY Y

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

ABAABA AAAAAAAAAANAAAANBAAAAAAAAAAAAAAAANTAABAAAAAAAAAAAANAAAAAAAAAAAA
T T T T T 7 T T T T T T T T 7 T 7 T T 7
ENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQA

f. Max. deviation (see listing)

*#OVv B

Phi-psi

Chil-chi2 H o [l F
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
2
158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
2 4
& 2
=
© 158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
HVIENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLG LSGAKAKYHGGE IREQNGDSLVHA
f. Max. deviation (see listing)
+ : ++ 6 * +: + *+:’E
g. G-factors
Phi-psi | I (1 H [N
Sl : :
Chi3 & chi4 [ [
Omega [T [
Dihedrals [T T T T T TTTT T TR T T T T I T T T T T T T T T I T T T T T T I I ) (AT T T I T
MC angles - EHFHHHHAH AR AR AR FH
Mainchain [T T T T T T T T T T T T T T T T T T T T T I T T T LT T T T T T
Overall [T I T T T L I T O T TR T
158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 240 245 250 255
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

= 100
S
= 80+
g
g 60 -
£ 401
<
= 204
2
256 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
5 2
=
© 256 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
256 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAATIAAA ‘ ‘ H AAANE ARAAAAAAAAAAA ‘ ‘ ‘ : : ‘ : ‘ : EEAAA
ALVAESAATIGSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYT I SQAASAGDV IKAAYNQVKT IAQGNLSNP
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ [ ] [ BT
il : :
Chi3 & chi4 [ [
Omega [T [T
Dihedrals [T T T T T T T T T T T I T T T T T T T T T T T T T T T T T T T T I T T T T T
MC angles - EFFHHHHHA AR A A A A
Mainchain [T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T I T T T
Overall [T I T I T I T T T T
256 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
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new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
£
356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
£ 4
& 2
=
© 356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN\ C==
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
BEAAAARIA
bVQAAKNKLkAGYLMSVESéEGFLbEVGSdALAAéSYTPl"STVL(‘)Q I DA\"ADAD\‘/ I NAAI‘(KFVS‘GRKSMAASGN]LGHTP]‘: IDEL NNAFID
f. Max. deviation (see listing).
6
g. G-factors
Phipsi H o u
Sl 1 o R ot
(e : i ]
Dihedrals [T T T T T T T T T T T LTI T T T T T T T T T T T T T T T T T T T I T T T [ATTT]
MC angles - HHHHHHAH AR AR AR Emamn
Mainchain [T T T T T T T T T I T T T T T T T T T T T T T T T [TTT1T1
Overall [T L T T L L L L I T T [T
356 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 15 20
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PROCHECK

°d . Page 10
new-entry

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 801
<
£ 60
£ 40
<
= 20-
z

21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

Residue number

: b. Absolute deviation from mean of omega torsion
z 10
g 81
]
= 6
£ 4
5 2
g
© 2 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
- 8
S 6
=
3 4
<
s 2
N
30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
L WANVANAV A VA = — ENONINNNNNIN— N\ NI\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
LPAPSNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFFICLYMHVGRGLYYGSYTFLETWNIGVILL
f. Max. deviation (see listing)
g. G-factors
Phi-psi
e : n
Chi3 & chi4 I [
Omega I [
Dihedrals [T T T T T T T T
MC angies - HHHH A A A A A A
Mainchain [T I T T T T R T
Overall [T I T I T T T L T T I T T
21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NN\ — NN\ A

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed

AAABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA AAAAABAAAA
T T T T 7 T T 7 T T 7 T ; T 7 T T T i
LTVMATAFMGYVLPWGQMS FWGATV I TNLLSATPY IGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIAMVHLLFLHETGSNNPTGI SSDVDKIPF

f. Max. deviation (see listing)

P
s

Phi-psi

Chil-chi2 H H n H H:::# H M
Chil only

Chi3 & chi4
Omega

Dihedrals

I

1
[EEERRERN
MCbonds [T TTTTTT]
MCangles [T
[EREERERNE
[TTTTTTTT

Mainchain

Overall

[TT] \ \
1T I I
111 \ \
[TT] \ \
‘\ ‘ T T ‘ \‘
175 180 185 190 195

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 8
S 6
g
3 4
<
s 2
N
221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A-\N\r—
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
HPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRS IPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPL
f. Max. deviation (see listing)
3 : *
211—: ® * * *;ti * * :** I * * I * :*#*x j{ * ::I :**1«1—1 k% *I*
g. G-factors
Phi-psi _ B T
il L m
Chi3 & chi4 I I
Omega [ [
Dihedrals [T T T TTTTTT T I I T I I T I I T T I T T T T T T T T T T T I T T T TP T I T T T T T T T T I T T I T I T I T T I T T TTTT]
v sngies - HEFRHHERHHHRFHAFAFFRH AR AR A A A A
Mainchain - [T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
e T o O R R W W S N R W N W A W A S N AW N AR NN N AR RN R RN R AR
221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

¢ = cis-peptide

new-entry_06.ps



PROCHECK

. d . Page 13
new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
£
321 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
=
© 321 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
321 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A ANV TR
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ ‘ AABAAAAAAA AAAAAAAAAAAAIAAAAA ‘ ‘ ‘ ‘ ‘ : ‘
SQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSLDHTS IRRGFQ
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ B il
S gl : 5 x
Chi3 & chi4 [ [ [ [ ]
Omega [l [ [ [T
Dihedrals [T T T T T TT T T T T I T T T ET T T T T T T T T I T T T T T [EEEENEEEEENEEEEE NN
MC angles - AR AR EH A
Mainchain [T T T T T T T IT T TT T ITT TTTT IT TT TTTTTIT TTTTTTTTTTTT [EEEENEEEEEEEEEEEEENE NN
overall [T LTI T LI R LTI I T EEENNEEEENE NN NN NN NN NN
321 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25 30

¢ = cis-peptide

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

M . e\

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAA AAAAAAAAAAAAAAAAAAATIA

T T T T T T T T T T T T T T T T T
VYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMR PGKL SDY FPKPYPNPEAARAANNGALPPDLSY I VRARHGGEDYVESLL

f. Max. deviation (see listing)

g. G-factors

Phi-psi [T T

Chil-chi2 [ ] [ an .
Chil only
Chi3 & chi4
Omega I

Dihedrals

MC bonds
MC angles

Mainchain

Overall

o HFE A
B
)
|
W
[
)
W
9}
(o
)
o
W
]
=)
~
W
0 |
=)
0 |
N
\O |
S
\O |
= HEE B
—_
)
[« Yo N N I
—
S
o HEH H

\
\
\
\
‘ T

3

¢ = cis-peptide

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e o £ S AVAVAAVARR O NAAAAANANA?

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

A AAAAARL AAAAA  AAABIAAAA BIAA AABAAAAIAAAAAA AABAAAAAAAAAAAANAAAAATIANAAAAAAAA _AAAAAAA BIAAAAAAAAAAAAAAANA
TGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWS VLK

f. Max. deviation (see listing)

+
*
*ox + + + +
. .

g. G-factors

Phi-psi

Chil-chi2 H n H Lf*‘H
Chil only

Chi3 & chi4
Omega

Dihedrals

[
MC bonds |
MC angles |

[
[
T

Mainchain

Overall

new-entry_06.ps



PROCHECK

. d . Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
2 4
& 2
=
© 232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
N
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
o E Ay AY NN NN NN NN/ N/ N/ N )
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
SRKLAYRPPK SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVS SMSASADVLAMSKIEIKLSD
f. Max. deviation (see listing)
g. G-factors
ChiPehio " H |
Chil onl;
Gmega 4 H
Dihedrals [T TTTTTTTT] LTI T T T T T T T T I T T T T I T T T T T T I T T T T
MC angies - FEHHEEE EANNARMANANE HMSNANRANRARANNANMARASNANNANSNRANNANSANANNARANNANNANNERANRARSARANS
Mainchain  [TTTTTTTTT] [EEEEEEEEEEEEEEEENE NN NN NN NN NN
Overal  [TTITITITI] O L L T L L T T L L L I T LI LT LTI IT]
232 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

new-entry_06.ps



PROCHECK

R . d . Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
D21
=
© 81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ANA AAAAAAARL AA ‘ : ‘ : ‘ : ‘ A AAABE AAAAAA AL AAAAARL AAAIAA 4 ‘ :
I PEGKNMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWVIL IGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGR IRKGPAPLNL
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ u " -
e T o
Chi3 & chi4 [ [
Omega I [
Dihedrals (R T T T T T T T T T T I T LTI T T P T T T T T T T T I T T T T T T T T T T I T T T T I T T T T T
MC angles - EHFHHH A A A A A
Mainchain [T T T T T T T T T T I T T T T T T T T T T T T T T I T T T T T T T T T T I T T
Overall [T I T T I T T e T T T T T I T
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

new-entry_06.ps



PROCHECK

. d . Page 18
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
<
£ 60
£ 40
<
- 20
2
181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
— Sy BEEVAVUN - — A\ BN TR NANAZNE
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAABAAAAAAAAANAAAAAAAAAAAAAAAAAAAAAAAAAAAAAL
EVPSYEFTSDDMVIVG WLEGI RKW‘YYNAAC‘?FNKL‘GLMRD[‘)T I HEI‘\IDDVKI‘EA I RRI“PENL+DDRVI‘:R I KRALDLSI\‘/IRQQI ILPKEQ\;\’TKYE]‘E
f. Max. deviation (see listing)
g. G-factors
Phicpsi [T H
Chil only
Chi3 & chi4 1
Omega [T
Dihedrals [T TTTTTTTIETTTTT] [EEEEEENEEEEE NN NN NN NN
MC angies - FEFHHEEHHH A A A A A A A A A
Mainchain  [TTTTTTTTTTTTTTT] [IEEEEENEEEEE NN NN NN NN
Overall  [TTITTTIITITIITT] O L L L T T
181 190 195 20 25 30 35 40 45 50 55 60 65 70 75 80 85

new-entry_06.ps
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. d . Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
86 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
£ 4
& 2
=
© 86 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
P 4
<
s 2
N
86 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A\ AN\ C——— — N AANNRNRNARNANNNANN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
FABAAAAAAAAAAAAAAAAATIABIAAAA
DKSYLEPYLKEVIRERKEREEWAKK GRQFC‘%HLTR\‘/RHV I +YS LSI"FEQR/-‘\FPHYI‘:SKGI l"NVLRI‘iTRAC i LRVAI"PFVAI‘:YLVY'}WGTQ]‘E
f. Max. deviation (see listing)
g. G-factors
Phi-psi 1] [
i B Al ey
Chi3 & chi4 [T [ [ [
Omega [ [T [ [
Dihedrals  [TTTTTTTTTITTTTTTTTTITIITT] T T T T A T I T T T I T T AT T T T I T
MC angles - A ERSNARMARNRARNAREANANNARANNANNANNSNANNANSARE-NANGNNANRARRSnSRRE
Mainchain [T TTTTTTTITTTTTTTTIITTITIT] [EEEENEEEEEENEEEEE NN NN NN RN
Overall [T ITIITIITITITIIT] OO T L T I I
86 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65

new-entry_06.ps




PROCHECK

. d . Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
66 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
D21
=
© 66 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
N
66 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
O H =\ NAE=AAVAVAIA G————AAVAVAVAAA G I 559
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
_AAA
FEKSKRKNPA LVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK AAVP
f. Max. deviation (see listing)
g. G-factors
Phi-psi WITH [TT1
Ehit oy weEHEE
Gmega 4 H
Dihedrals  [TTTTTTTTT] [EEEEEEEEEEEEE NN NN NN 111
MC angles ENANARMANANMANNANSNRANMANAANANNARANNSSNANMSNANNANMARANNARGNRESRAN HH
Mainchain  [TTTTTTTTT] [EEEEEEEEEEEEEEEENE NN NN NN 111
Overall  [TTTTTIILT] NN NN NSNS AN SN E NN AR AN EEEE|
66 75 20 25 30 35 40 45 50 55 60 65 70 75

new-entry_06.ps




PROCHECK

R . d . Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
36 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
5 21
=
© 36 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
36 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
1 —AR¢ —_—_ - I AN N N NN/ N/ N/ ol
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ABAAAAAA : ‘ : ‘ AABAAAAAAAABAAAAAAAAAAAAA : ‘ AAAAAAAATIA A
ATSESPV ~ SVLCRESLRGQAAGRPLVASVSLNVPASVRY VAPTLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADAIYEHINEGK
f. Max. deviation (see listing)
8
§i * EZ* Z T 1*i¢¢*4« 1« * % A:I:t* * 1— T** 1«1—* *xt*x * *
g. G-factors
Phi-psi N TH = HEE |
Chit oy ]
Chi3 & chi4 [
Omega [T
Dihedrals  [TTTTHEN [T ITTTTTEITTITTITT] [EEEEEEEEEEEE NN NN NN RN
et FEFFEF  FEFEFFEPRRE AR PP
Mainchain  [TTTTTT] T I T I T T ITTTTTT] [IEEEEEEEEEEE NN NN NN RN
Overall LITTITT] COTTITTIITIT T T I T T ITITITTT] EEEEEEEEESEESESEEEEEEENE NN SN EENEEEENE NN NN NN
36 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50

new-entry_06.ps
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R . d . Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
£
51 60 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
D21
=
© 51 60 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
51 60 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A N A it e e A A+ )
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
‘ : ‘ A AAMAAAAAAAAAAA AAABIA A ‘ ‘ ‘ A AAAIA :
LWKH I KHKYENK TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKE
f. Max. deviation (see listing)
g. G-factors
Phi-psi | [T T T
e Tr ot
i -
Dihedrals  [TTTTTTTTTE] T I T T T T T T T T T T I T T T I P T T T T T T T I T I LTI
MC angles - T A A A A A A A A
Mainchain ~ [T TTTTTTTTTT] [EEEEEEEEEEEEEEEEEE NN NN NN RN RN
Overall  [TTTTTITITLET] O T T T L L LT
51 60 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

VESMGAHLNAYSTREHTAYY IKALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKLS

f. Max. deviation (see listing)

EXV TN

+ +
VFEk O kx k

*+

* ok * % * % *

g. G-factors

Phi-psi [N

Chil-chi2 n [ B
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

new-entry_06.ps
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Residue properties

new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

Page 24

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

1

79 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omega torsion

230 235 240 245 250 255 260 265 270 275

Omega abs. mean dev.
N
1

1

79 185 190 195 200 205 210 215 220
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

230 235 240 245 250 255 260 265 270 275

N A~ N

Zeta abs. mean dev.

1

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

79 185 190 195 200 205 210 215 220
Residue number

d. Secondary structure & estimated accessibility

230 235 240 245 250 255 260 265 270 275

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

AN/~ — NSRS ey VY

Key:- <™ Helix |:> Beta strand = Random coil Accessibility shading: B Buried

O

Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

EAAABARIA

T T T T T T T T T T T T T T T T T T
RADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSG T DEDAVPTLSPCRFTGSQICHREDGLPLAHVAIAVEGPGWAHPDNVALQVANA

f. Max. deviation (see listing)
4

¥ ++6 + ; :: *#*zzt ::* _____ *‘f: _____ **_ :** _______ * %
g. G-factors
T
e @ :

T T T T T T T I T ) O O T T T T T A T T I T T T T T T
\\H\\H\HHHHHHHHHHHHHHH\HHEHHHH\HH\HHHH\HHH\HHHHHHHH
T T A T A A T e P T T A T T T T T T T T P T T A T A AT T T T
T T T T T I T T I O O T T T T T I T T I T T T T
OO G L T L LI L O O L L L I L I T LI LTI
79 185 190 195 200 205 210 215 220 230 2 245 250 265 270 275

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

ABAAAA — AAAAAAAAAAAAAATAAATAAAABAABIARIE AAAAAAANBIAAAAAAAA  AAAAAAAAAANTIA
7 T 7 T T T i T i T T ; T 7 T 7 T T T T
I IGHYDCTYGGGAHLS SPLAS TAATNKLCQS FQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPV

f. Max. deviation (see listing)

Phi-psi

Chil only

Chi3 & chi4
Omega

Dihedrals ~ [TTT1
MC bonds } } } }
[TTTT
[TTTT

MC angles
Mainchain

Overall

new-entry_06.ps



PROCHECK

. d . Page 26
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2 In
376 385 390 395 400 405 410 415 420 425 430 435 440 20 25 30 35
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
= B T
© 376 385 390 395 400 405 410 415 420 425 430 435 440 20 25 30 35
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
376 385 390 395 400 405 410 415 420 425 430 435 440 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MNA——AN AN\ SR s e
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
_Am
CEDIGRSLLTYGRRIPLAEWESRIAEVDARVVREVCSKYFYDQCPAVAGFGP I EQLPDYNR IRSGMFW EVPP HPQDLEFTRLPNGLVI
f. Max. deviation (see listing)
g. G-factors
Phi-psi T T | :C]
S ot % ol
Chi3 & chi4 [ [ [
Omega [ [ [
Dihedrals [T T T T T TT T T T T T T I T T T T T T I T T T T T T I T T T T AT
MC angles - EFFHHHHA A AR A A HH  EHHHHS
Mainchain [T T T T T T T T I T T T T T T T T T T T T T I T T T T O
Overall [T L T L L LT L LT LR 00 CCOOTIIIIIIIT
376 385 390 395 400 405 410 415 420 425 430 435 440 20 25 30 35

¢ = cis-peptide

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

36 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

o A\ o e AR R

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAABABAAAAAA AAATIE AAAABAABIA
7 T i T T T T T 7 7 T 7 T ; T T T 7 T 7
ASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVD I LMEFLLNVTTAPEFRRW

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 IR H o SEE_EE
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
- 8
S 6
E
3 4
<
s 2
N
136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
—— NN\ —-mmmm)— N\ N\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EVAALQPQLRIDKAVALQNPQAHVIENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLGLSGA
f. Max. deviation (see listing) .
: 4 :
* **: * I : i* *: I * * *ii * % *I * * k% *é * k% i : * % I:* #: * % :**
g. G-factors
Phi-psi _ m —
il : : hims
Chi3 & chi4 [T I I
Omega [T [T [T
e O T T T B
MC angies - EHHH A A A A A
Mainchain (T T T T T T T T T T T L L O T L L T W LT
oS T T W W R R
136 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 8
S 6
g
3 4
<
s 2
N
236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
KAKYHGGE IREQNGDSLVHAALVAESAAIGSAEANAFSVLQHVLGAGPHVKRGSNATS SLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYTI SQAASAGD
f. Max. deviation (see listing)
g. G-factors
Phi-psi B mw m m m
e WA g
St B ]
Dihedrals [T T T T T T T T T T T T T T T T T T T T T T T A T T T T T T T
v angies - HHERHHHHHAHHRHAFFH AR A A A AR
Mainchain [T T T T T T T T T T T T T T T T T T T T T T T T T T T T
Overall [T I T T T I T T T I T T)
236 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

Page 30

—_
o
S

80

40
20

Chi-1 abs. mean dev.

336 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

336 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 8
S 6
g
% 4
<
s 2
N
336 345 350 355 360 365 370 375 390 395 400 405 410 415 420 425 430 435
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ERAAAAAAAAAAAAAA
QlKAAYNQVkTIAQéNLSNﬁDVQAAKNKLkAGYLMSVESéEGFLbEVGSéALAAéSYTP#STVLdQlDAQADADOlNAAkKFVSéRKSMAASGNLGHTP%
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ il
il g
Chi3 & chi4 I
Omega [
Dihedrals T T T T T T T T TP T T T T T T T P T T T [T T T I T I T ITIT I T TTT]
v sngies - HEFRHHHRHHHRFHFRFAFFH AR A A A AR
Mainchain T T T T T T T T T T T T T T T T T T T T T T T T T T T T [T T T T T I T IITTTT]
Overall [EEEEEEEEEEEENEEEEEEEEEEES NSNS NN NN NN NN NN NN [TTTITTITTTITTITITITTITITTITT]
336 345 350 355 360 365 3 430 435

new-entry_06.ps
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R . d . Page 31
new-entry
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
£
436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
2 R =\ NN AR AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
[T W/\/\/\/\/\/\/\/\/\J_I/\/\/\/\A AAAAAAAAAAAAAAAAAAAAAAAAAAR
ZINEEZ LMKIV I{INAFl[‘)LPAPéNISS\;JWNFGéLLGI(‘:LlLQELTGL#LAMH&TSDT'}‘TAFSéVTH[éRDVNY‘GWl II‘QYMHAI\‘IGASMI‘:FIC
f. Max. deviation (see listing)
g. G-factors
Phipsi m alle - u
il % : . aiit
Chi3 & chi4 [ I [
Omega [T [T [
Dihedrals  [TTT] [T (T I T A T T T T T T T T AT T I LTI T T T T T IT T ITTTIITIT]
M bres [ EHH A A A A A A A A
Mainchain  [TTT] T T T T T T T T T T T T T T T T I LTI T I T T I I T ITITT]
Overall  [TTT] [T (L I L T T L T L T T LTI LT
436 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

new-entry_06.ps



—_
o
S

80

40
20

Chi-1 abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 32

Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

94 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NN\ — W =XININININNN\— NN\ N\

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured ® Allowed [l Generous Il Disallowed
i A AAABAAAAAA i i . i i AMAMMVWV\.A i A AAABAAAAAAAAAAAAAAAAAAAAAA
LYMHVGRGLYYGSYTFLETWNIGV ILLLTVMATAFMGYVLPWGQMS FWGATVITNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATA

f. Max. deviation (see listing)

%
+ + + 4+ ++ * #ok 4 + o+

#**#*x** ____________ **_»***_*_*_*_*__**__* _____ **_*_*** _________ **_*___*__*x_**_# ______

. . i i

g. G-factors

_44444
o

SO dEe o
—_

e

SO O

—_

g

(e}

—_

—

W

—_

NA

(e}

—_

o -

3

—_

o |

(e]

—_

o |

O dEg O
—_

N

o0 OEE o
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

194 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

N ——m AANNNATE N\ — s -\

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAAAAAAAANTIAAAAN  AAAAAABIAAAAAAAABAAAAAAAAAAAAAAAAATIAAA
T T T T 7 T T T T i T T T i T T 7 T T
MVHLLFLHETGSNNPTGI SSDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLA

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 H H n H H:::
Chil only

Chi3 & chi4
Omega

Dihedrals

[ITTTTTTTTTTT
MC bonds [T T T T T[]
MCangles [T T

[ITTTTTTTITTT
[TTTITTTITTTT]

Mainchain

H HEH H e

v - HEHH
0
()
oo HEH H
0 -
o HEH B

Overall

|

[

[

[

[

[

T T ‘

194 200 205

¢ = cis-peptide

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
S
= 8
S 6
=
Zz 4
<
s 2
N
294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
M\ AN NN NSRS
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
_AAA
LAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLE
f. Max. deviation (see listing)
T : T
#***I:*::t:**x#ﬁt _____ w **: _____ *:1—:*1«1—*1«1«* _______ * % 1’ ¥
g. G-factors
Phi-psi . [ [
il el et %
Chi3 & chi4 i ENEEN
Omega [l [T []
Dihedrals [T T T T T T T T T T I T T I T T T T T T T T A I T T I T T T T T [T
MC angles - EFHHHHHH AR AR HH
Mainchain [T T T T T T T I T T T T IT TTTT TT T TT TTT  TT T TTTTTTTTTTTT 111
Overall [T IO T LTI LI EL LT LI T LTI IIIIIIITE mmnn|
294 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

¢ = cis-peptide

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
- 8
S 6
=
g 4
<
s 2
N
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
R A A A e e i A
-—%
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
LHPPSYPWSHRGLLSSLDHTS IRRGFQVYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAA
f. Max. deviation (see listing)
+ +
j{’*:* :Itix;tx****:#;:# ________ ;t _________ *:#***#x#*#**** _______ :
g. G-factors
Phi-psi [ [ .
e : el :
Chi3 & chi4 1 i [
Omega 1 [ H [
Dihedrals [T T T R T T T T T I T T T
WHAL
Mainchain [T T T T T
overall [T LTI T LI T T T T T LT LT T
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100

¢ = cis-peptide

new-entry_06.ps



—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 36

Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omega torsion

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

A o T 1 SAAAAYR O\

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

mA AAARAAAA BAA AABAAAABIAAAAAA ANBAAAAAAAAAAAAAAAAARIAAAAAAAAA
T
NNGALPPDLSY I VRARHGGEDYVESLLTGYCEPPTGVS LREGLYFNPYFPGQA 1GMAPP I YNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRM

f. Max. deviation (see listing)
9

++ ++ 0
‘F*****f***
i

*+
*
%
%
% %
i
¥
P
¥

g. G-factors

\ \
\ I
\ \
\ \
\ \
105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

new-entry_06.ps




PROCHECK

R . d . Page 37
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
205 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 °]
E 6
g 41
D 2
=
© 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
N
205 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SONANANANANANNG=)—— R =~ O
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAAAAAAAATAAAAAAAAAAAAANA
C"VLKMLILMMGLILLPLV+AMKR111KWSVILKSRKILAYRPl"K SHTD;KVPDl‘:SDYRl‘(PEVL[‘)STKSéKESSI‘EARKGI‘:SYLV'}‘ATTT\‘/GVAYAAKN
f. Max. deviation (see listing)
4
* % *:: * I 1— *T* T* * % % T * % I# *1— I I*TQIT * B * T *
g. G-factors
Phi-psi _ T o
e o .
Chi3 & chi4 I [
Omega [T [T
Dihedrals  [TTTTTTTITITTTTITTITTIITIITITTITTTTITTTITTIT] [EEEENEEEEEEE NN NN R R RN
MC angies - FEFHHHHH AR EMARERANMAREANANMANMANANMANMSNANNARSARAANANRARARAN
Mainchain [T TTTTT T T T T T T T I T I T T TITTTITTT] [EEEENEEEEEEE NN R R RN
Overall [T I T T LTI T T] EEEENEENESESNESNE NN NSNS NN NN AN E NN NN |
205 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50

new-entry_06.ps
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

54 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

ARG e T e G T el i it S

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

VVSQFVS SMSASADVLAMSKIEIKLSDIPEGKNMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWV ILIGVCTHLGCVP IANAGDF

f. Max. deviation (see listing)

Phi-psi Tl
Chil-chi2 n H [TT]
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

new-entry_06.ps
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. d . Page 39
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 40
<
= 20 A
2
154 160 165 170 175 180 185 190 195 20 25 30 35 40 45 50 55
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 154 160 165 170 175 180 185 190 195 20 25 30 35 40 45 50 55
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
154 160 165 170 175 180 185 190 195 20 25 30 35 40 45 50 55
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e RO ./ S AN SN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAABAAAAAAAAAAAAAAAAAA
GGYYCPCHGSHYDASGRIRKGPAPLNLEVPSYEFTSDDMVIVG WLEGI RKW‘YYNAAC‘;FNKL‘GLMRD]‘)T I HEI\‘IDDVKI‘EA 1 RR]LPENL+DDR
f. Max. deviation (see listing)
g. G-factors
Phipsi n HE |
Sl il i :
Chi3 & chi4 [ [ [
Omega [ [ [T
Dihedrals  [TTTTTTEITTTITTIT I T IIT A TTTITTTIT IR TITT] [EEEEEEEEEEEE NN
MC angles - HRH AR HH A
Mainchain - [T T T T T T T T T T T T T I I TT [EEEEEEEEEENEEEEEE NN NN NN
Overall LTI T T T I T T T T T T IT T I T TTITTTITTT] T T T T I T T T T T AT T T T ITITTITTITT]
154 160 165 170 175 180 185 190 195 20 25 30 35 40 45 50 55
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Residue properties
new-entry

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

100 105 110 5
Residue number

b. Absolute deviation from mean of omega torsion

59 65 70 75 80 8 90 95 10 15 20 25 30 35

Omega abs. mean dev.
N BN

100 105 110 5
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

59 65 70 75 80 8 90 95 10 15 20 25 30 35

=~ 10
3
= 87
5 6.
=
£ 4]
<
g 27
Q
N
59 65 70 75 80 85 90 95 100 105 110 5 10 15 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
RANANA === 5= AV AVAAN = T——FT AV
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
VFRIKRALDLSMRQQILPKEQWTKYEEDKSYLEPYLKEV IRERKEREEWAKK GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVL
f. Max. deviation (see listing)
.
+ + + + + + 4+ * + + + ++ ++ *
s kR % kkkckk k% * ® k% sk ok Ek ok w% ok kR Rk xS sk ok Ek R ¥
g. G-factors
ChiPehi2 H:D l,,ﬂ
Chil onl;
Chi3 & chi4 [T [
Omega [ [
Dihedrals [T T T T O S T T T I
C bonds
MC angles - A A A A A A
Mainchain [T T T T T T T T T T T 1T OO O T T
Overall [T I I T T T I T EEESNEEEENE NN NN NN NN NN AN
59 65 70 75 80 85 90 95 100 105 110 5 10 15 20 25 30 35
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
39 45 50 55 60 65 70 75 20 25 30 35 40 45 50 55 60
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
5 2
=
© 39 45 50 55 60 65 70 75 20 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
“é 6
P 4
<
s 2
N
39 45 50 55 60 65 70 75 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NANIN/NIN/NIN/N/N U —AAAEANANVAUAA AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RRTRACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPAA LVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHA
f. Max. deviation (see listing)
g. G-factors
Phi-psi u n
e BTN it
Chi3 & chi4 [l [
Omega [T [
Dihedrals  [TTTTTETTTITTITTITTITITITTTITTTTTITITET] LTI T T T T T T T T T T I T I TP T
MC angies - (AR A ERRSnARRANNSNARNARNANANNARRARAANANNARANnANRARRSRREY
Mainchain [T TTT T T T T T T T T T T I T I T T TR ITTTTTTT] EEEEEEEEEEEEEEEEEEEE NN NN
Overall [T I T T T T T ] OO T I I T T
39 45 50 55 60 65 70 75 20 25 30 35 40 45 50 55 60
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
65 70 75 40 55 60 65 70 75 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
£ 4
& 2
=
© 65 70 75 40 55 60 65 70 75 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
Q
N
65 70 75 40 55 60 65 70 75 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN GA \ V —R¢ —_—_ = W NAG—— AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ABAAAAAA ‘ ‘ ‘ ‘
RDHCVAHKLFNSLK AAVPATSESPV  SVLCRESLRGQAAGRPLVASVSLNVPASVRY VAPTLTARLYSLLFRRTSTFAL
f. Max. deviation (see listing).
+ 8
*T** *‘:E* * *T ® 21‘ Ir:: : 1— *:1*** ‘r k% #ix:«-r* * Itr:
g. G-factors
Phi-psi _ . EEREN T
i e
Chi3 & chi4 I
Omega [
Dihedrals  [TTTTTTTTTTTTT] OIS O I T A T I I T T T T T T T
et EFFFRFFFEFEY RS A PR
Mainchain ~ [TTTTTTTTTTTTT] CITTITTITTTIT) T I I T IITT [EENENENEEEEEE NN
Overall  [TTITLITTITITT] (O LE] LI LI L LTI LI T ENEENEEEENENE NN NN NEN
65 70 75 40 55 60 65 70 75 5 10 15 20
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Residue properties
new-entry

Page 43

a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

23 30 35 40 45 50 55 60

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

23 30 35 40 45 50 55 60

Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 8
S 6
g
g 4
<
s 2
Q
N
23 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN NN N NN e N e
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
TIVVGALFFERAFDQGADAIYEHINEGKLWKH I KHKYENK
f. Max. deviation (see listing)
+ + % .
+ % ok 4 + 4% +  HE
L Uk x ckkx ko kEckk ok Kk
g. G-factors
o Ave
n @ i
Chil onl 0.17
Chi3 & chi4 0.47
Omega 0.59
Dihedrals  [TTT T T T T TTTTTTTTT T T I T TT I ITRE] [O 0.27
C bonds 0.66
M sngies - EEEFHHERFHRFFFRFAFFFRFFFHFH AR B 6%
Mainchain [T T T T T T T T T T T T TTTTTTTITTTITTTTTTTIECTTTT] O 0.49
Overall  [TTTTIILITTI LTI T LTI LI T I I TT L] [ 037
23 30 35 40 45 50 55 60
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Main-chain bond lengths

C-O

new-entry
C-
(Pro)

1
1.31

127

1.23

CA-CB
(Ala)

1.15 1.19

1.11

0

Kouanbaig

1.22 126 130 1.34 1.38 1.42

0

Kouanbai

|

120 1.24 1.28 1.32 136 1.40

0

Kouanbai

CA-C
(Gly)

CA-C
(except Gly)

1.52 156 1.60

[T

140 144 1.48

0

Kouoanbaig

A

1.51 1.55 1.59

1.39 143 147

0

Kouanbai]

|

140 1.44 148 1.52 1.56 1.60

0

Kouanbaig

N-CA
(except Gly,Pro)

CA-CB
(the rest)

CA-CB

(Ile,Thr,Val)

1.49 1.53

1.45

T
1.41

1.37

0
1.33

Kouanbaig

1.41 145 149 153 157 1.6l

0

Kouanbai

1.62

ol
1.54 1.58

142 146 1.50

0

Kouanbaig

N-CA
(Pro)

[\
-
o]
-9
<
<
ik
Kouanbai
o
-
(=)
-
“““““““““““““““ -
=~
S
=
-7
o
o
ik
Kouanbaig

Black bars > 2.0 st. devs. from mean.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles

new-entry

CA-C-N

CA-C-N

CA-C-N

(except Gly,Pro)

(Pro)

(Gly)

11 116

106

1

Kouanbaig

1

Kouanbai

Kouanbai

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

1
131

16 121

T
111

Kouoanbaig

106

127 132

122

T
117

Kouanbai]

107

118 123 128

T
113

Kouanbaig

108

CA-C-O

C-N-CA

C-N-CA

(except Gly)

(Pro)

(Gly)

(=3
N
—

Kouanbaig

105

Kouanbai

&
120

130

125

115

110

Kouanbaig

105

CB-CA-C

(Ile,Thr,Val)

CB-CA-C

(Ala)

4_
109

T
119

T
114

104

99

Kouanbaig

110

94

120

T
115

105

100

Kouanbai

Ik
120

95

115

Kouanbaig

105

Black bars > 2.0 st. devs. from mean.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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CB-CA-C
(the rest)

Frequency

O T 1
95 100 105 110

T
115

120

Frequency

O T 1 T
9% 101 106 111

16 121
N-CA-CB
(Pro)
> i
Q [
: I I
Q K
) N
o AK
o o
— | |
= K
O T U #: T T
88 93 98 103 108 113

Black bars > 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

Frequency

Frequency

Frequency

new-entry

N-CA-C

96

(except Gly,Pro)

101 106 111 116

121

0
95

N-CA-CB
(the rest)

95

100 105 110 115

120

Frequency

Frequency

Main-chain bond angles

Page 2
N-CA-C
(Gly)
41 } } 1>
O T T : T l-I T
97 102 107 112 117 122
N-CA-CB
(Ile, Thr,Val)
O T T * T T
96 101 106 111 116 121

q or ) signifies data points off the graph in the direction shown.
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ASP

new-entry

0.00 0.01

0

ARG

RMS distances from planarity

0.00 0.01
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8 82 38 =8
Kouanbaig
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Q =N =]
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0.00 0.01
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.

p signifies data points off the graph in the direction shown.
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Main-chain bond angles
111.2 112.5 111.8 111.8 112.5 111.2
A Tyr 97 A Gly 238 A Pro249 A Pro 260 A Gly 278 A Thr 309
111.2 111.2 111.2 112.5 111.2 111.2
A Ser 348 A Ala421 B Thr 101 BG1y249 CAla 17 C Asn 26
N 111.2 C N 111.2 C N 112.5 C N 111.2 C N 111.2 C N 111.2 C
Wm\ Wu@ Wm; Wlw Wm: Wm
CA CA CA CA CA CA
CAsp 72 C Phe 109 C Gly 204 C Asn 206 D Val 36 D Met 43
111.2 111.2 111.2 111.2 112.5 112.5
EArg 15 E Val 98 ELys 129 Ele 136 EGly 143 FGly 25
111.2 111.2 112.5 111.8 112.5 111.2
G Al 49 NTyr 97 NGly 238 N Pro 260 NGly 278 N Ser 348
N 12 ¢Cc N 1m2 c N 112.5 112.5 1112 1112
CA CA
N Ala 421 O Thr 101 OGly 228 OGly 249 P Asn 26 PAsp 72
111.2 112.5 111.2 111.2 111.2 111.2
P Phe 109 PGly 204 P Asn 206 Q Met 43 RArg 15 R Val 98
111.2 111.2 112.5 112.5 111.2 112.5
RLys 129 R Tle 136 RGly 143 RGly 162 RAsp 191 S Gly 25
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Main-chain bond angles (contd)
N 112 ¢ N 112 ¢ N 112 ¢ N 12 ¢
\99%\1 ; \23.2/1;” \\12%\‘15 Wlu :
CA CA CA CA
S Met 32 T Ala 49 T Arg 71 W Asn 61
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
ez CB CB B CB i
0.035 0.033 0.040 0.031 0.046 0.040
A Trp 40 A Tyr 314 A Tyr416 B Phe 26 B Tyr 57 C Phe 33
CB CB o CE CB CB
0.040 0.041 0.038 0.043 0.040 0.044
CTyr 75 C Tyr 81 CHis 97 C Trp 141 C His 196 C Tyr 224
cB CB CB cB CB 12
0.041 0.034 0.049 0.050 0.031 0.051
C Tyr 278 C Tyr 347 D Tyr 33 D Tyr 90 D Tyr 115 D Trp 192
CcE cB CB B CB CB
0.039 0.037 0.034 0.038 0.041 0.031
FTrp 19 F Tyr 20 F Tyr 55 F Phe 60 JTyr 10 NTyr 4
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Planar groups (contd)

CB cB
0.034 0.035
N Tyr 280 N Tyr 314
. cB
0.046 0.031
P Tyr 81 P Phe 91
L‘,B
cB
0.042 0.033
P Tyr 224 P His 267
B CB
0.043 0.030
Q Trp 192 R Tyr 37
CB
0.031
W Tyr 10

Distorted geometry

CB CB @3
0.035 0.046 0.039

N Tyr 416 O Tyr 57 P Phe 33
o CE cB
0.036 0.043 0.032

P His 97 P Trp 141 P Tyr 155
CB CB CB
0.045 0.044 0.056

P Tyr 278 Q Tyr 33 Q Tyr 90
CB CB CB
0.034 0.039 0.034

R Tyr 185 S Tyr 20 S Tyr 55

Page 3

0.049
P Tyr 75

T

0.038
P His 196

CB

0.036
Q Tyr 152

0.034
S Phe 60

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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